Figs. S1 to S3
: Direct Protein-SIF workflow with detailed explanations.
Parts of step 3. were adapted from Kleiner et al. (19) Figure S2: Estimates of per-amino-acid 13 C content using multivariate regression implemented in Calisp. a) δ 13 C value difference for individual amino acids relative to an organisms average δ 13 C value. Values were determined for all 20 pure cultures and technical replicates thereof (n=31). The box indicates the 1st and 3rd quartile, the line indicates the median and the whiskers indicate the 10th and 90th percentile. Outliers are indicated as individual points. b) For the pure cultures for which technical replicates were measured the determined δ 13 C value for each amino acid is plotted for replicate 1 and 2.
Figure S3
: Correlation of SIF estimates for peptides with spectral intensity. The data shown was obtained for an Agrobacterium tumefaciens NTL4 pure culture and corresponds to file ATN_2000ng in Table S2 . The data shown is the raw Calis-p output without offset corrections. The intensity-weighted average δ 13 C value for this sample is -38.3‰ and the unweighted average is -42.5‰. In a) Calis-p SIF estimates for all peptides with an intensity >5.0*1e+07 are shown. The histogram in b) shows the number of peptides that passed the Calis-p goodness-of-fit filtering step and their cumulative intensity.
